The non-standard residue, Aib (aminoisobutyric acid) was parameterized as part of one calculation along with 4 standard residues, alanine, serine, glycine and valine. The parameter file, .frcmod, is calculated collectively for all these residues and is provided below. To create their amber libraries in .off format, the respective structures of these residues were loaded using a leap script provided by R.E.D server. The reason for collective parameterization was to be able to compare the charges for standard residues with preexisting libraries of AmberTools16.
DIHEDRAL Path V(kcal.mol-1.rad-1) Phase(deg.) Period Source N -C -CT-CT 1 0.00000000e+00 0.0 -4. taken from parm10.dat N -C -CT-CT 1 4.00000000e-01 0.0 -3. taken from parm10.dat N -C -CT-CT 1 2.00000000e-01 0.0 -2. taken from parm10.dat N -C -CT-CT 1 2.00000000e-01 0.0 1. taken from parm10.dat N -C -CT-HC 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CT-X 0.0/6 N -C -CT-N 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CT-X 0.0/6 O -C -CT-CT 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CT-X 0.0/6 O -C -CT-HC 1 8.00000000e-01 0.0 -1. taken from parm10.dat O -C -CT-HC 1 0.00000000e+00 0.0 -2. taken from parm10.dat O -C -CT-HC 1 8.00000000e-02 180.0 3. taken from parm10.dat O -C -CT-N 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CT-X 0.0/6 N -C -CX-CT 1 0.00000000e+00 0.0 -4. taken from parm10.dat N -C -CX-CT 1 4.00000000e-01 0.0 -3. taken from parm10.dat N -C -CX-CT 1 2.00000000e-01 0.0 -2. taken from parm10.dat N -C -CX-CT 1 2.00000000e-01 0.0 1. taken from parm10.dat N -C -CX-H1 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CX-X 0.0/6 N -C -CX-N 1 0.00000000e+00 0.0 -4. taken from parm10.dat N -C -CX-N 1 5.50000000e-01 180.0 -3. taken from parm10.dat N -C -CX-N 1 1.58000000e+00 180.0 -2. taken from parm10.dat N -C -CX-N 1 4.50000000e-01 180.0 1. taken from parm10.dat O -C -CX-CT 1 0.00000000e+00 0.0 2. adapted from parm10.dat i.e X- C-CX-X 0.0/6 O -C -CX-H1 1 8.00000000e-01 0.0 -1. taken from parm10.dat O -C -CX-H1 1 0.00000000e+00 0.0 -2. taken from parm10.dat O -C -CX-H1 1 8.00000000e-1.55555556e-01 0.0 3. adapted from parm10.dat i.e X-CT-CX-X 1.4/9 CT-CT-CX-N 1 1.55555556e-01 0.0 3. adapted from parm10.dat i.e X
